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Data collection 

Bmker SMART IK CCD 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r„i„ = 0.985, r„„^ = 0.987 

Refinement 

R[F^ > 2a{F^)] = 0.062 

wR(F^) = 0.186 

5 = 1.04 

2686 reflections 

177 parameters 

1 restraint 



9633 measured reflections 
2686 independent reflections 
1528 reflections with / > 2a(I) 
Ri„, = 0.052 



H atoms treated by a mixture of 
independent and constrained 
refinement 

Ap„,, = 0.59 e A"' 

APmin = -0.24 e A"' 
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Key indicators: single-crystal X-ray study; T = 298 K; mean cr{C~C) = 0.004 A; 
R factor = 0.062; wR factor = 0.186; data-to-parameter ratio = 15.2. 

The title compound, C15H14N2O2, is the product of the 
reaction of 2-hydroxybenzaldehyde and 3-methylbenzo- 
hydrazide. The dihedral angle between the substituted 
benzene rings is 19.5 (3)° and an intramolecular O— H- ■ N 
hydrogen bond generates an S(6) ring motif. In the crystal, 
molecules are linked by N— H- • -O hydrogen bonds to 
generate C(4) chains propagating in [001] and C— H- ■ -O 
interactions to the same O-atom acceptor reinforce the chains. 

Related literature 

For reference bond lengths, see: Allen et al. (1987). For related 
structues, see: Horkaew et al. (2011); Fun et al. (2011); Su et al. 
(2011); Hashemian et al. (2011); Promdet et al. (2011). 



Table 1 

Hydrogen-bond geometry (A, °). 



D-U-A 


D-H 


H - .4 


D-A 


D-U-A 


Ol-Hl-Nl 


0.82 


1.91 


l.blA (2) 


Ub 


N2-H2-02' 


0.90 (1) 


1.91 (1) 


2.793 (3) 


168 (3) 


C7-H7-02' 


0.93 


2.49 


3.229 (2) 


137 



Symmetry code: (i) x, — y + \.z — \- 



Data collection: SMART (Bruker, 2007); cell refinement: SAINT 
(Bruker, 2007); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXL97. 

The author thanks the Experimental Center of Linyi 
University for support. 



Supplementary data and figures for this paper are available from the 
lUCr electronic archives (Reference: HB6528). 




Experimental 

Crystal data 

C15H14N2O2 
Mr = 254.28 
Monoclinic, P2.il c 
a = 11.042 (2) A 
b = 13.588 (3) A 
c = 8.7936 (15) A 
^ = 94.406 (2)° 



V = 1315.5 (4) A^ 
Z = 4 

Mo Ka radiation 
M = 0.09 mm"^ 
r = 298 K 

0.17 X 0.17 X 0.15 mm 
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A''-(2-Hydroxybenzylidene)-3-methylbenzohydrazide 
Z,-X, Liu 

Comment 

Recently, the compounds derived from the condensation reaction of carbonyl-containing compounds with substituted ben- 
zohydrazides have received considerable attention. In this paper, the title new compound, derived from the reaction of 2- 
hydroxybenzaldehyde with 3-methylbenzohydrazide, is reported. 

The molecule of the compound. Fig. 1, displays a fraw^-configuration about the C7 =N1 bond. The torsion angle of 
C7— Nl— N2— C8 is 7.0 (3)°. The dihedral angle between the CI— C6 and C9— C14 benzene rings is 19.5 (3)°, indicating 
the molecule of the compound is twisted. Overall, the bond distances are within normal values (Allen et al, 1987), and are 
comparable with those reported in similar compounds (Horkaew et a/., 2011; Fun et al, 2011; Su et al, 2011; Hashemian 
et a/., 2011; Promdet et al, 2011). In the crystal, molecules are linked by N — H - 0 intermolecular hydrogen bonds (Table 
1) to form one-dimensional chains along the c axis (Fig. 2). 

Experimental 

The title compound was synthesized by the reaction of 2-hydroxybenzaldehyde (1 mmol, 0.12 g) with 4-methylbenzo- 
hydrazide (1 mmol, 0.15 g) in absolute methanol (30 ml) at ambient condition. Colorless prism-shaped single crystals were 
obtained by slow evaporation of the solution at room temperature after several days. 

Refinement 

The amide H atom was located in a difference map and was refined isotropically, with N — H = 0.90 (1) A. The remaining 
H atoms were positioned geometrically and allowed to ride on their parent atoms, with C — H = 0.93 A for aromatic and 
CH and 0.96 A for CH3 atoms, and with O— H = 0.82 A. The (7iso(H) values were constrained to be 1.5C/eq of C15 and Ol 
atoms, and l.lU^n for the remaining C atoms. A rotating group model was used for the methyl group. 



Figures 




Fig. 1. The molecular structure of the title compound, showing 30% probability displacement 
ellipsoids. The intramolecular O — H - N hydrogen bond is shown as a dashed line. 



Fig. 2. The molecular packing of the title compound, showing the N- 
C — H - 0 hydrogen-bonds (dashed lines). 
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N'-(2-Hydroxybenzylidene)-3-methylbenzohydrazide 



Crystal data 

C15H14N2O2 
M,.= 254.28 
Monoclinic, P2\lc 
a =11.042 (2) A 
Z) = 13.588 (3) A 
c = 8.7936 (15) A 
P = 94.406 (2)° 

K= 1315.5 (4) A^ 
Z = 4 



FiQQQ) = 536 

Dx= 1.284 Mgm"^ 

Mo radiation, X = 0.7 1 073 A 

Cell parameters from 1290 reflections 

9 = 2.4-24.5° 

H = 0.09 mm"^ 

r=298K 

Prism, colorless 

0.17 X 0.17 X 0.15 mm 



Data collection 



Bruker SMART IK CCD 
diffractometer 

Radiation source: fine-focus sealed tube 
graphite 

CO scan 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r„u„ = 0.985, r„ax = 0.987 
9633 measured reflections 



2686 independent reflections 

1528 reflections with /> 2a(I) 
/?i„t= 0.052 



/! = -13^13 

A: = -17^15 
/ = -10^10 



Refinement 

Refinement on 
Least-squares matrix: full 
/?[i^>2a(F^)] = 0.062 

wi?(^'^) = 0.186 

5'= 1.04 

2686 reflections 
177 parameters 
1 restraint 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H atoms treated by a mixture of independent and 

constrained refinement 



w = V[a^(Fo^) + (0M72Pf - 
where P = (Fo^H-2FcV3 
(A/a)„ax< 0.001 

Apmax = 0.59eA-^ 
Apmin = -0.24eA"3 



0.1389P] 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d. 's in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d. 's involving l.s. planes. 
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Refinement. Refinement of against ALL reflections. The weighted /J-factor wR and goodness of fit S are based on , convention- 
al /{-factors R are based on F, with F set to zero for negative F^. The threshold expression of > a(i^) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement, /^-factors based on F^ are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A ) 
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Atomic displacement parameters (A^) 



[/" t/13 [/23 

Nl 0.0553 (12) 0.0510(13) 0.0390(12) 0.0021 (10) 0.0003 (9) 0.0082 (10) 

N2 0.0706(14) 0.0517(13) 0.0332(11) 0.0040(11) -0.0023 (10) 0.0029(10) 
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Geometric parameters (A, °) 
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Hydrogen-bond geometry (A, °) 

D—n-A 
Ol— HI- -Nl 

N2— H2-02' 

C7— H7-02' 

Symmetry codes: (i) x, -y+3/2, z-1/2. 



D—H 
0.82 
0.90(1) 
0.93 



n-A 
1.91 
1.91(1) 
2.49 



D-A 
2.624 (2) 
2.793 (3) 
3.229 (2) 



D—H-A 
146 

168 (3) 
137 
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